In this Supporting Information, we will show correlations among optimized stabilization energy, barycentric distance, angle between the two molecular planes, dipole moment, and electronic coupling for PCBM, PDI, and PDI 1 bi-molecular systems. In the text, only the correlations between the stabilization energy and the other physical quantity were shown in Figs. 4, 5, and 6.
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Figure.S1 Correlations between two of the barycentric distance, the angle between the two molecular planes, the dipole moment, and the electronic coupling for PCBM bi-molecular system.
(a) dipole moment versus barycentric distance, (b) electronic coupling versus barycentric distance, (c) angle between the two molecular planes versus barycentric distance, (d) electronic coupling versus dipole moment, (e) angle between the two molecular planes versus dipole moment, and (f) angle between the two molecular planes versus electronic coupling. Figure. S2 Correlations among three of the stabilization energy, the barycentric distance, the angle between the two molecular planes, the dipole moment, and the electronic coupling for PCBM bimolecular system. 2. Correlations among optimized stabilization energy, barycentric distance, angle between the two molecular planes, dipole moment, and electronic coupling for PDI bimolecular system. Figure. S3 Correlations between two of the barycentric distance, the angle between the two molecular planes, the dipole moment, and the electronic coupling for PDI bi-molecular system.
(a) dipole moment versus barycentric distance, (b) electronic coupling versus barycentric distance, (c) angle between the two molecular planes versus barycentric distance, (d) electronic coupling versus dipole moment, (e) angle between the two molecular planes versus dipole moment, and (f) angle between the two molecular planes versus electronic coupling. Figure. S5 Correlations between two of the stabilization energy, the barycentric distance, the angle between the two molecular planes, the dipole moment, and the electronic coupling for PDI 1 bimolecular system. (a) dipole moment versus barycentric distance, (b) electronic coupling versus barycentric distance, (c) angle between the two molecular planes versus barycentric distance, (d) electronic coupling versus dipole moment, (e) angle between the two molecular planes versus dipole moment, and (f) angle between the two molecular planes versus electronic coupling. Figure. S6 Correlations among three of the stabilization energy, the barycentric distance, the angle between the two molecular planes, the dipole moment, and the electronic coupling for PDI 1 bimolecular system. 
